A. Defect arrangements for 6 defective linkers FIG. S1. Schematic representations of the investigated configurations with 6 missing linkers in the cubic unit cell: (9 h ,9 h ,9 h ,9 h ) 111111111111222 (left) and (9 c ,9 c ,9 c ,9 c ) 3333333333333222 (right), following the notation in ref. 
S3
C. Optimised unit cell parameters from the electronic structure calculations with e defects. The atom labels refer to figure S4 , and for e defect structures the distances are taken from the most defective metal cluster(s) only. For the reo-structure two distinct values are given, since this cluster is still highly symmetric, while for the structures with 1-6 defects with many inequivalent distances we give the range of values. All values are inÅ. 
